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Prototype O6PbSb2

AFLOW prototype label A6BC2 hP9 162 k a d-001

Mineral name rosiaite

ICSD 81387

CCDC 1641529

Pearson symbol hP9

Space group number 162

1

http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/80KE
https://aflow.org/prototype-encyclopedia/A6BC2_hP9_162_k_a_d-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=81387&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1641529&DatabaseToSearch=Published


Space group symbol P31m

AFLOW prototype command aflow --proto=A6BC2_hP9_162_k_a_d-001

--params=a, c/a, x3, z3

Other compounds with this structure
BaSb2O6, CaAs2O6, CaOs2O6, CaSb2O6, CdAs2O6, CdSb2O6, CoAs2O6, HfLi2F6, HgAs2O6, MnAs2O6, MnSb2O6, MoLi2F6,
NbLi2F6, NiAs2O6, PbAs2O6, PbLi2F6, PbSb2O6, PdAs2O6, SrAs2O6, SrRu2O6, SrSb2O6, UCr2O6, UV2O6, ZrLi2F6, MnSeTeO6,
MnSnTeO6, PbTeGeO6, SrIr2O6

• This is the ternary form of the L′32 (β-V2N) structure.
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a2 = 1
2a x̂+

√
3
2 a ŷ
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B6 = −x3 a1 − x3 a2 + z3 a3 = −ax3 x̂+ cz3 ẑ (6k) O I

B7 = −x3 a2 − z3 a3 = − 1
2ax3 x̂−

√
3
2 ax3 ŷ − cz3 ẑ (6k) O I

B8 = −x3 a1 − z3 a3 = − 1
2ax3 x̂+

√
3
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B9 = x3 a1 + x3 a2 − z3 a3 = ax3 x̂− cz3 ẑ (6k) O I
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